A yellow plate-like specimen of C13H21N3S, approximate dimensions 0.074 mm x 0.197 mm x 0.281 mm, was used for the X-ray crystallographic analysis. The X-ray intensity data were measured on a Bruker D8 VENTURE PHOTON 100 CMOS system equipped with a mirror monochromator and a Cu-Kα INCOATEC IμS micro--focus source (λ = 1.54178 Å).
The final anisotropic full-matrix least-squares refinement on F 2 with 137 variables converged at R1 = 6.05%, for the observed data and wR2 = 20.35% for all data. The goodness-of-fit was 1.097.
The largest peak in the final difference electron density synthesis was 0.590 e -/Å 3 and the largest hole was -0.536 e -/Å 3 with an RMS deviation of 0.063 e -/Å 3 . On the basis of the final model, the calculated density was 1.474 g/cm 3 and F(000), 544 e -. Fig. 1 Molecular structure of 7h with labeling scheme and 50% probability ellipsoids. Table 7 . Atomic coordinates and equivalent isotropic atomic displacement parameters (Å 2 ) for 7h. U(eq) is defined as one third of the trace of the orthogonalizedUij tensor. Table 9 . Anisotropic atomic displacement parameters (Å 2 ) for 7h. The anisotropic atomic displacement factor exponent takes the form: -2π
0.1045 (7) 
Crystal Structure Report for 12
A colorless block-like specimen of C10H4O2S2, approximate dimensions 0.114 mm x 0.156 mm x 0.268 mm, was used for the X-ray crystallographic analysis. The X-ray intensity data were measured on a Bruker D8 VENTURE PHOTON 100 CMOS system equipped with a mirror monochromator and a Cu 'INCOATEC IμS micro-focus source' (λ = 1.54178 Å).
A total of 1960 frames were collected. The total exposure time was 5.44 hours. The frames were integrated with the Bruker SAINT software package using a narrow-frame algorithm.
The integration of the data using a triclinic unit cell yielded a total of 6695 reflections to a The structure was solved and refined using the Bruker SHELXTL Software Package, using the space group P -1, with Z = 4 for the formula unit, C10H4O2S2. The final anisotropic fullmatrix least-squares refinement on F 2 with 253 variables converged at R1 = 3.05%, for the observed data and wR2 = 8.07% for all data. The goodness-of-fit was 1.070. The largest peak in the final difference electron density synthesis was 0.311 e -/Å 3 and the largest hole was -0.283 e -/Å 3 with an RMS deviation of 0.086 e -/Å 3 . On the basis of the final model, the calculated density was 1.684 g/cm 3 and F(000), 448 e -. Fig. 3 .The asymmetric unit of 12 with labeling scheme and 50% probability ellipsoids 
Identification code 12

Chemical formula C10H4O2S2
Formula weight 220.25 g/mol Index ranges -8<=h<=8, -10<=k<=9, -19<=l<=19
Reflections collected 6695
Independent reflections Table 13 . Atomic coordinates and equivalent isotropic atomic displacement parameters (Å 2 ) for 12. U(eq) is defined as one third of the trace of the orthogonalizedUij tensor.
x/a y/b z/c U(eq) S1 0.73394(7) 0.51591 (6) C10-C1-C2-O1 -179.87(17) S1-C1-C2-O1 -0.6(2) C10-C1-C2-C3 0.2(2) S1-C1-C2-C3 179.42(12) O1-C2-C3-C4 -0.9(3) C1-C2-C3-C4 179.02(15) O1-C2-C3-C8
178.23(17) C1-C2-C3-C8 -1.8(2) C8-C3-C4-C5 0.1(3) C2-C3-C4-C5 179.27(16) C3-C4-C5-C6 -0.4(3) C4-C5-C6-C7 0.2(3) C5-C6-C7-C8 0.3(3) C6-C7-C8-C3 -0.7(3) C6-C7-C8-C9 179.06(16) C4-C3-C8-C7 0.5(3) C2-C3-C8-C7 -178.69(15) C4-C3-C8-C9 -179.26(15) C2-C3-C8-C9
1.6(3) C7-C8-C9-O2 0.9(3) C3-C8-C9-O2 -179.34(16) C7-C8-C9-C10 -179.51(15) C3-C8-C9-C10 0.2(2) C2-C1-C10-C9 1.7(3) S1-C1-C10-C9 -177.51(13) C2-C1-C10-S2 -179.22(13) S1-C1-C10-S2 1.6(2) O2-C9-C10-C1 177.68(17) C8-C9-C10-C1 -1.9(3) O2-C9-C10-S2 -1.5(2) C8-C9-C10-S2 178.95(12) C20-C11-C12-O3 -178.99(17) S3-C11-C12-O3 0.6(2) C20-C11-C12-C13 0.1(3) S3-C11-C12-C13 179.73(12) O3-C12-C13-C14 -0.5(3) C11-C12-C13-C14 -179.58(15) O3-C12-C13-C18 179.80(17) C11-C12-C13-C18 0.7(2) C18-C13-C14-C15 -0.3(3) C12-C13-C14-C15 179.98(16) C13-C14-C15-C16 -0.5(3) C14-C15-C16-C17 1.0(3) C15-C16-C17-C18 -0.7(3) C16-C17-C18-C13 -0.1(3) C16-C17-C18-C19 179.57(16) 
